Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.001 Å; disorder in main residue; R factor = 0.045; wR factor = 0.131; data-to-parameter ratio = 28.5.
In the crystal structure of the title compound, C 15 H 9 F 2 NO, the complete molecule is generated by a crystallographic twofold rotation axis and the O and N atoms of the central isoxazole ring are statistically disordered with equal site occupancies. The terminal benzene rings form a dihedral angle of 24.23 (3) with the isoxazole ring. The dihedral angle between the benzene rings is 47.39 (2) . No significant intermolecular interactions are observed.
Related literature
For the pharmacological activity of isoxazole derivatives, see; Pradeepkumar et al. (2011) . For our work on the synthesis of different derivatives of 4,4 0 -difluoro chalcone, see: Fun et al. (2010a,b) . For stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986 Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 
Comment
The various pharmacological activities of isoxazole derivatives are well documented (Pradeepkumar et al., 2011) . Hence, in view of the importance of isoxazoles and in continuation of our work on synthesis of various derivatives of of 4,4′-difluoro chalcone (Fun et al., 2010a,b) , the title compound was prepared and its crystal structure is reported.
The asymmetric unit of the title molecule (Figs. 1 and 2), C 15 H 9 F 2 NO, contains one half-molecule with the other half of the molecule being generated by a twofold rotation axis (-x + 1, y, -z + 1/2). The crystal structure is disordered with the O1 and the N1 atoms attached at the same position with half occupancies each, forming the central isoxazole ring. The fluoro-substituted benzene rings (C1-C6 & C1A-C6A) make a dihedral angle of 24.23 (3)° with the isoxazole ring (N1/O1A/C7/C7A/C8 or O1/N1A/C7/C7A/C8). The dihedral angle between the fluoro-substituted benzene rings is 47.39
(2)°. The bond lengths and angles are within normal ranges. The crystal packing is shown in Fig. 3 . No significant intermolecular interactions were observed.
Experimental
A solution of 4,4′-difluoro chalcone (2.44 g, 0.01 mol) and hydroxylamine hydrochloride (0.695 g, 0.01 mol) in 25 ml ethanol containing 3 ml of 10% sodium hydroxide solution was refluxed for 12 h. The reaction mixture was cooled and poured into 50 ml ice-cold water. The precipitate formed was collected by filtration and purified by recrystallization from ethanol. The single crystals were grown from a DMF solution by slow evaporation method and yield of the compound was 59%. (M. p. 463 K).
Refinement
The crystal structure is disordered at atom N1 and O1 with refined site of occupancies closed to 0.5. In the final refinement, the ratio was fixed at 0.5: 0.5. All the H atoms were positioned geometrically (C-H = 0.95 Å) and refined using a riding model with U iso (H) = 1.2U eq (C). The same atomic coordinates and displacement parameters were used for atom pair O1/N1. Three outliers (2 0 0), (5 1 3) and (9 1 1) were omitted.
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT (Bruker, 2009 ); program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
3,5-Bis(4-fluorophenyl)isoxazole
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